2 3
U -)=a(x) _EX) +b(X) _E);) +c(X) _E);)
X Omega(x) a(x) b(x) c(x)
(a.u.)**3  (meV/atom) (meV/atom) (meV/atom)

0.00 76.20522757 9738.5763221038 -16230.9605459102 6492.3842102006

0.25 86.80390086 10810.6946305547 -18016.4753008290 7206.4552051858
0.75 106.46856440 14386.5098592601 -23978.7812230421 9591.6389660434

1.00 115.47260489 16349.5885791046 -27249.3142939725 10899.7257148678

o 1; )
VyR) = P01 oAy RY iR
I Rij
R {ij} P_{CuCu} P_{AuAu} P_{CuAu}

(a.u.) (meV) (meV) (meV)
3.60 425.4440207988 0.0000000000 0.0000000000
3.70 4783.5751974674 0.0000000000 0.0000000000
3.80 8087.6739307871 0.0000000000 0.0000000000
3.90 2955.3123119319 0.0000000000 0.0000000000
4.10 -9946.4305930908 0.0000000000 0.0000000000
4.30 -12540.1088650590 0.0000000000 0.0000000000
4.50 -3067.0589270930 0.0000000000 0.0000000000
4.70 -9044.3720626209 0.0000000000 0.0000000000
4.80 -4233.2948548730 -281.4583697546 -51.6078669990
4.90 13245.6961151253  -4411.2550684121 -1897.9083845330
5.00 5125.2628848495  -9662.2406101485 -3657.3601224697
5.10 -2777.3638075472 -10158.4012005519 -2088.1736893219
5.20 -3877.4960541527 -1175.2406190438 -1035.4066509902
5.30 -733.6937701342 7922.8524428707 -328.0526372925
5.40 1231.5084924718 4486.1020143193  2633.2647608399
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